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Experimental 

Crystal data 

C 35 H 27 N 3 0 2 
M, = 521.60 
Monoclinic, C2 
a = 19.035 (2) A 
b = 6.5908 (7) A 
c = 14.3001 (15) A 
P = 129.454 (1)° 

Data collection 

Bruker SMART CCD 

diffractometer 
3266 measured reflections 



Refinement 

R[F 2 > 2a(F 2 )] -- 
wR(F 2 ) = 0.099 
S = 1.05 
1299 reflections 
182 parameters 
1 restraint 



0.034 



V = 1385.2 (3) A 3 
Z = 2 

Mo Ka radiation 
fl = 0.08 mm~' 
T = 293 K 

0.38 x 0.20 x 0.16 mm 



1299 independent reflections 
1190 reflections with / > 2o(I) 
R to . = 0.017 



H-atom parameters constrained 
A/W = 0.16 e A -3 
Ap mi „ = -0.11 e A" 3 
Absolute structure: 768 Friedel 
pairs merged 



The molecule of the title compound, C35H27N3O2, lies on a 
twofold rotation axis passing through the pyridine ring. The 
five-membered ring is approximately flat (r.m.s. deviation = 
0.065 A) and is essentially coplanar [dihedral angle = 4.2 (2)°] 
with the pyridine ring. 

Related literature 

For the synthesis of the precursor, see: Desimoni et al. (2001). 
For the structure of 2,6-bis(2-oxazolinyl)pyridine, see: Sada et 
al. (2003). 




Data collection: SMART (Bruker, 2001); cell refinement: SAINT 
(Bruker, 2001); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
X-SEED (Barbour, 2001); software used to prepare material for 
publication: publCIF (Westrip, 2010). 

The authors thank the Scientific Research Foundation for 
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Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: BT5522). 
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2,6-Bis[(4^,5/?)-4,5-diphenyl-4,5-dihydro-l,3-oxazol-2-yl]pyridine 
N. Lin, Y.-Q. Deng, M.-M. Chen, R.-S. Luo and S. W. Ng 

Comment 

We report here the cyclization of the two side arms of (2,6-bis[(17?,25)A r ,A r '-2-chloro-l,2-diphenylethyl]-pyridinedicarbox- 
amide to form a di-substituted pyridine having two 1 ,3 -oxazoline rings. The title compound is intended for an evaluation of its 
phamaceutical properties. It lies on a twofold rotation axis that passes through the pyridine ring (Fig. 1). The five-membered 
ring is approximately flat [r.m.s. deviation 0.065 A] and is nearly coplanar [dihedral angle 4.2 (2)°] with the pyridine ring. 
In the parent compound, 2,6-bis(2-oxazolinyl)pyridine, the three rings are similarly nearly coplanar (Sada et al, 2003). 



To a suspension of 2,6-bis[(17?,26)A r ,A r '-2-chloro-l,2-diphenylethyl]-pyridinedicarboxamide (Desimoni et al, 2001) (0.89 
g, 1.5 mmol) in ethanol (26 ml), an equeous solution of 2 N sodium hydroxide (13 ml) was added and the mixture was 
refluxed 8 h. The hot suspension was filtered and the white solid was washed with water (0.73 g, yield 90%). Crystals were 
obtained by recrystallization from ethyl acetate; m.p. 474-474 K. 



H atoms were placed in calculated positions (C — H 0.93-0.99 A) and were included in the refinement in the riding model 
approximation, with (7(H) set to 1.2C/ e q(C); 768 Friedel pairs were merged. The absolute configuration was assumed to be 
that of the reactant. 



Experimental 



Refinement 



Figures 




Fig. 1. Anisotropic displacement ellipsoid plot (Barbour, 2001) of C35H37N3O2 at the 50% 
probability level; H atoms are drawn as arbitrary radius. 



2,6-Bis[(4/?,5/?)-4,5-diphenyl-4,5-dihydro-1,3-oxazol-2-yl]pyridine 



Crystal data 



C 35 H 27 N 3 0 2 



^(000) = 548 

D x = 1.251 MgnT 3 

Mo Ka radiation, X = 0.71073 A 

Cell parameters from 1652 reflections 



M r = 521.60 



Monoclinic, C2 
Hall symbol: C 2y 
a = 19.035 (2) A 
b = 6.5908 (7) A 



0 = 2.8-26.1° 



|i = 0.08 mm 
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c = 14.3001 (15) A 
(3= 129.454 (1)° 

V= 1385.2 (3) A 3 
Z = 2 



7/= 293 K 
Prism, colourless 
0.38 x 0.20 x 0.16 mm 



Data collection 

Bruker SMART CCD 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

cp and co scans 

3266 measured reflections 

1299 independent reflections 

Refinement 
Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 2o(F 2 )] = 0.034 

wRiF 2 ) = 0.099 

S= 1.05 
1299 reflections 
182 parameters 
1 restraint 

Primary atom site location: structure-invariant direct 
methods 



1 1 90 reflections with /> 20(7) 
R mt = 0.017 

Qmax ~~ 25.0°, 6 m j n — 2.9° 

h = -22^22 
A: = —7 — >7 
/ = -17->15 



Secondary atom site location: difference Fourier map 

Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 

w = V[a 2 (F 2 ) + (0.0722/ 5 ) 2 + 0.0677.P] 

where P = (F 0 2 + 2F 2 )/3 

(A/o) max = 0.001 

Ap m ax = 0.16eA -3 

Apmin = -0.11 eA" 3 

Absolute structure: 768 Friedel pairs merged 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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\n pt p/i p.1 
JN 1 — C5 — C4 — Ul 


— 1 / /.ZD {[J) 


pc pit pit n o 
CD — C 1 2 — C 1 3 — C 1 5 


1Z1.1 (Z) 


pt /""i p/i p.1 
C2 — C3 — C4 — U 1 


a a (i \ 

4.0 (3) 


p. 1 rn pit ru 
Ul — C12 — C13 — C14 


1 11 O 1 / 1 Q\ 

-1 /i.ol (lo) 


p/i \n pc p/: 
C4 — JN 2 — CD — Co 


111 O 

111.5 (Z) 


pc rn pit p 1 /i 
CD — C 1 2 — C 1 3 — C 1 4 


-D5.U (3) 


p/i \n pc ni 
C4 — JN 2 — C 3 — C 1 2 


1 a 1 (i \ 
— 1U.1 (3) 


PIO PIT nil p 1 c 

C18 — C13 — C14 — C1D 


-1.9 (4) 


att pc p/; pt 
JN2 — CD — Co — C / 


-42.1 (3) 


P 1 T P1T P 1 /I P 1 C 

C12 — C13 — C14 — C1D 


1 "7*7 ") 

1 / / .Z (Z) 


rn pc P£ f^i 
CI 2 — CD — CO — C / 


HA ^ (1\ 

74.2 (3) 


P1T PI/1 PIC ri/: 
CI j — C14 — C1D — CIO 


1.7 (4) 


\n pc p/: n i 
JN2 — CD — Co — CI 1 


1 Af\ O 
14U.0 (Z) 


P 1 A P1C P1£ P 1 "7 

C 14 C 1 D — C 1 0 — C 1 / 


A /I f A \ 

-U.4 (4) 


p c p/; /^i i 
C12 — C5 — Co — Cll 


-lUZ.o (2) 


P1C P1/C P 1 "7 PIO 

C 1 5 — C 1 o — C 1 / — C 1 8 


-0.5 (4) 


Cll— C6— C7— C8 


1.1 (4) 


C14— C13— C18— C17 


1.0 (3) 


C5— C6— C7— C8 


-176.0 (3) 


C12— C13— C18— C17 


-178.2(2) 


C6— C7— C8— C9 


-0.5 (5) 


C16— C17— C18— C13 


0.3 (4) 


C7— C8— C9— CIO 


-0.3 (5) 






Symmetry codes: (i) -x, y, -z. 
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